Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.003 Å; R factor = 0.053; wR factor = 0.134; data-to-parameter ratio = 12.6.
Experimental
Crystal data C 14 H 11 N 3 O 3 M r = 269.26 Monoclinic, P2 1 =n a = 10.9766 (13) Å b = 9.8626 (9) Å c = 11.7636 (14) Å = 109.697 (7) V = 1199.0 (2) Å 3 Z = 4 Mo K radiation = 0.11 mm À1 T = 113 (2) K 0.16 Â 0.12 Â 0.10 mm
Data collection
Rigaku Saturn diffractometer Absorption correction: multi-scan (CrystalClear; Rigaku, 2004) T min = 0.981, T max = 0.988 12847 measured reflections 2358 independent reflections 2209 reflections with I > 2(I) R int = 0.043 Refinement R[F 2 > 2(F 2 )] = 0.053 wR(F 2 ) = 0.134 S = 1.15 2358 reflections 187 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.30 e Å À3 Á min = À0.27 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: CrystalClear (Rigaku, 2004); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: ORTEPIII (Burnett & Johnson, 1996) , ORTEP-3 for Windows (Farrugia, 1997) and CAMERON (Watkin et al., 1993) ; software used to prepare material for publication: SHELXL97.
(S)-2-(3-Nitrophenyl)-1,2-dihydroquinazolin-4(3H)-one L. Zhang, J. Li, D. Shi, L. Zhang and Y. Fan
Comment
The title compound (I), C~14~H~11Ñ~3Õ~3~, a derivative of the most useful 1,2-dihydroquinazolinones (Chen et al., 2007) , was synthesized directly from the reaction of 2-aminobenzonitrile and 3-nitrobenzaldehyde. In order to further confirm its structure and determine the correlation of structural features with biological activity, its single-crystal was undertaken.
The title compound (I), C 14 H 11 N 3 O 3 , is built up from dihydroquinazolin made by two six membered fused rings and a nitrophenyl ring linked through a C-C single bond (Fig. 1 ). The pyrimidine ring has an enveloppe conformation (Cremer & Pople, 1975) (Etter et al., 1990; Bernstein et al., 1995) whereas the other N-H group links these motifs to each other building a two dimensionnal network parallel to the (1 0 − 1) plane (Table 1, Fig. 2 ).
Experimental
The title compound was obtained from the reaction of 2-aminobenzonitrile with 3-nitrobenzaldehyde in the present of zinc chloride, refluxing for 1.5 h in DMF and its single-crystal was cultured from a solution of ethanol by slow evaporation at room temperature.
Mp. 210-212°C. Spectra data: IR (KBr, cm −1 ): 3296, 3188, 1653, 1610, 1532, 1353; 1 20, 114.61, 114.97, 117.55, 121.59, 123.29, 127.43, 130.06, 133.39, 133.59, 144.32, 147.32, 147.73, 163.36 45, H 4.12, N 15.61; found C 62.16, H 4.20, N 15.24 .
Refinement
All H atoms attached to C atoms were fixed geometrically and treated as riding with C-H = 0.93 Å (aromatic) or 0.98 Å (methine) with U iso (H) = 1.2U eq (C). H atoms attached to N were located in difference Fourier maps and included in the subsequent refinement using restraints (O-N= 0.85 (1) Å) with U iso (H) = 1.2U eq (N). Fig. 1 . The molecular structure of (I) with atom the atom-labelling scheme. Displacement ellipsoids are drawn at the 30% probability level. H atoms are represented as small spheres of arbitrary radii. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (7) 0.0013 (6) 0.0001 (6) 0.0013 (6) N3 0.0398 (10) 0.0399 (10) 0.0290 (9) −0.0098 (8) 0.0089 (7) −0.0087 (7) C1 0.0261 (9) 0.0254 (9) 0.0202 (9) 0.0000 (7) 0.0042 (7) −0.0027 (7) C2 0.0248 (9) 0.0246 (9) 0.0194 (8) 0.0003 (7) 0.0047 (7) −0.0027 (7) C3 0.0260 (9) 0.0227 (8) 0.0183 (8) 0.0012 (7) 0.0062 (7) −0.0044 (6) C4 0.0316 (9) 0.0254 (9) 0.0210 (9) 0.0025 (7) 0.0070 (7) −0.0004 (7) C5 0.0393 (10) 0.0244 (9) 0.0246 (9) −0.0023 (8) 0.0138 (8) −0.0009 (7) C6 0.0305 (10) 0.0310 (10) 0.0309 (10) −0.0069 (8) 0.0138 (8) −0.0067 (7) C7 0.0239 (9) 0.0313 (9) 0.0246 (9) −0.0011 (7) 0.0057 (7) −0.0046 (7) C8 0.0213 (8) 0.0277 (9) 0.0183 (8) −0.0019 (7) 0.0026 (7) 0.0009 (6) C9 0.0258 (9) 0.0219 (8) 0.0188 (8) −0.0004 (7) 0.0056 (7) 0.0044 (6) C10 0.0253 (9) 0.0280 (9) 0.0204 (8) −0.0023 (7) 0.0066 (7) 0.0023 (7) C11 0.0305 (10) 0.0267 (9) 0.0205 (9) −0.0050 (7) 0.0045 (7) 0.0000 (7) C12 0.0397 (11) 0.0254 (9) 0.0256 (9) 0.0033 (8) 0.0097 (8) −0.0014 (7) C13 0.0286 (10) 0.0329 (10) 0.0343 (10) 0.0066 (8) 0.0079 (8) 0.0000 (8) C14 0.0253 (9) 0.0279 (9) 0.0271 (9) 0.0009 (7) 0.0034 (7) 0.0000 (7) Geometric parameters (Å, °) O1-C1 1.250 (2) C5-H5 0.9300 O2-N3 1.224 (2) C6-C7 1.382 (2) O3-N3 1.224 (2) C6-H6 0.9300 N1-C1 1.344 (2) C7-H7 0.9300 N1-C8 1.465 (2) C8-C9 1.527 (2) N1-H1 0.857 (9) C8-H8 0.9800 N2-C3 1.373 (2) C9-C10 1.390 (2) Hydrogen-bond geometry (Å, °) 
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